Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.030; wR factor = 0.063; data-to-parameter ratio = 13.4.
The molecule of the title compound, C 8 H 8 BrN 3 OS, is close to being planar, with maximum deviations of À0.127 (3) and 0.135 (5) Å for the N atoms of the -NH-and NH 2 -groups, respectively. Intramolecular N-HÁ Á ÁN and O-HÁ Á ÁN hydrogen bonds to the same acceptor N atom generate S(5) and S(6) ring motifs. In the crystal structure, molecules are connected into [010] chains by pairs of N-HÁ Á ÁS hydrogen bonds with R 2 2 (8) graph-set motifs. The crystal used for data collection was found to be an inversion twin.
Related literature
For background on the biological activities and pharmaceutical properties of thiosemicarbazones and their derivatives, see : Casas et al. (2000) ; Ferrari et al. (2000) ; Maccioni et al. (2003) . For bond-length data, see: Allen et al. (1987) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Thiosemicarbazones constitute an important class of N,S donor ligands due to their propensity to react with a wide range of metals (Casas et al., 2000) . Thiosemicarbazones exhibit various biological activities and have therefore attracted considerable pharmaceutical interest (Maccioni et al., 2003; Ferrari et al., 2000) . We here report the crystal structure of the title compound (I).
The title molecule (I) shown in Fig. 1 is almost planar with the maximum deviations of -0.127 (3) Å for N2 and 0.135 (5) Å for N3. All bond lengths and angles are normal (Allen et al., 1987) . In each independent molecule, there are intramolecular N-H···N and O-H···N hydrogen bonds, generating the S(5) and S(6) ring motifs, respectively (Table 1, Fig. 2 ).
In the crystal structure, adjacent molecules are linked by N-H···S hydrogen bonds, forming R 2 2 (8) dimers (Bernstein et al., 1995) (Table 1, Fig. 2 ).
A mixture of 5-bromosalicylalehyde (0.01 mol) and hydrazinecarbothioamide (0.01 mol) in 20 ml of ethanol was refluxed for about 2 h. On cooling, the solid separated was filtered and recrystallized from ethanol to yield colourless prisms of (I).
Refinement
The H atoms of the O-H, N-H and NH 2 groups were found from a difference Fourier map and their positional parameters were constrained [O1-H1 = 0.81 (3) and N2-HN1 = 0.84 (3), N3-HN2 = 0.86 (3) and N3-HN3 = 0.87 (4) Å].
Their isotropic displacement parameters were refined with U iso (H) = 1.2U eq (N) for the NH and NH 2 groups and U iso (H) = 1.5U eq (O) for hydroxyl group. The remaining H atoms were placed in idealized positions and allowed to ride on their parent atoms, with C-H = 0.93 Å, and U iso (H) = 1.2U eq (C). Figures   Fig. 1 . View of the title molecule, showing displacement ellipsoids for non-H atoms drawn at the 50% probability level.
supplementary materials sup-2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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